Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.004 Å; R factor = 0.045; wR factor = 0.102; data-to-parameter ratio = 18.2.
The title compound, C 21 H 20 BrNO 2 , was obtained from a condensation reaction of 4-bromobenzaldehyde, 2-naphthol and morpholine. The molecular conformation is stabilized by an intramolecular O-HÁ Á ÁN hydrogen bond, closing a sixmembered ring. The dihedral angle between the naphthalene ring system and the benzene ring is 76.72 (8) . In addition to the intramolecular hydrogen bond, the O-H groups of centrosymmetrically related molecules form short intermolecular HÁ Á ÁO contacts of 2.59 Å . These molecules are also linked by pairs of C-HÁ Á ÁO interactions, generating an R 2 2 (14) motif. Table 1 Hydrogen-bond geometry (Å , ).
Related literature
Symmetry code: (i) Àx þ 1; Ày þ 1; Àz.
Data collection: CrystalClear (Rigaku, 2005); cell refinement: CrystalClear (Rigaku, 2005); data reduction: CrystalClear; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL.
1-[(4-Bromophenyl)(morpholin-4-yl)methyl]naphthalen-2-ol Q. Zhao
Comment
Betti-type reaction is an important method to synthesize chiral ligands and by this method many unnatural homochiral amino-phenol compounds have been obtained (Lu et al. 2002; Xu et al. 2004; Wang et al. 2005) . Herein we report the synthesis and crystal structure of the title compound, 1-((4-bromophenyl)(morpholino)methyl)naphthalen-2-ol ( Fig. 1 ).
In the title compound ( Fig. 1 ) bond lengths and angles have normal values. The dihedral angle between the naphthylene ring system and the benzene ring is 76.72 (8)°. In the solid state the molecules are linked into centrosymmetric R 2 2 (14) dimers by a simple C-H···O interaction (Fig. 2 ). In addition to intramolecular hydrogen bond,the O-H groups of centrosymmetrically related molecules form short intermolecular H···O contacts of 2.59 Å. The molecular conformation is stabilized by O-H···N a hydrogen bonding, Table 1 .
Experimental 4-Bromobenzaldehyde (2.76 g, 0.015 mol) and morpholine (1.305 g, 0.015 mol) were added to 2-naphthol (2.16 g, 0.015 mol) without solvent under nitrogen. The temperature was raised to 120°C in one hour gradually and the mixture was stirred at this temperature for 12 h. The system was treated with 30 ml of 95% ethanol and cooled. The precipitate was filtered and washed with a small amount of 95% ethanol. The title compound was isolated using column chromatography (petroleum ether/ethyl acetate 3/1). The melting point of the title compound is 443 K. Single crystals suitable for X-ray diffraction analysis were obtained from slow evaporation of a solution of the title compound in ethyl acetate at room temperature.
Refinement
H atoms were positioned geometrically and refined using a riding model, with C-H = 0.93-0.97 Å and U iso (H) = 1.3-1.6U eq (C). 
